University of South Carolina

Scholar Commons
Faculty Publications

Chemistry and Biochemistry, Department of

2-28-2009

Diaquabis(5-fluoro-2-hydroxybenzoato-κO
Diaquabis(5-fluoro-2-hydroxybenzoato- O1)zinc(II)
Diana Rishmawi
Francis Marion University

Jennifer Kelley
Francis Marion University

Mark D. Smith
University of South Carolina - Columbia

LeRoy Peterson
Francis Marion University, lpeterson@fmarion.edu

Hans-Conrad zur Loye
University of South Carolina - Columbia, zurloye@sc.edu

Follow this and additional works at: https://scholarcommons.sc.edu/chem_facpub
Part of the Chemistry Commons

Publication Info
Published in Acta Crystallographica Section E, Volume E65, Issue 3, 2009, pages m331-.
DOI: 10.1107/S1600536809005716
Publisher's Version: http://dx.doi.org/10.1107/S1600536809005716

This Article is brought to you by the Chemistry and Biochemistry, Department of at Scholar Commons. It has been
accepted for inclusion in Faculty Publications by an authorized administrator of Scholar Commons. For more
information, please contact digres@mailbox.sc.edu.

electronic reprint
Acta Crystallographica Section E

Structure Reports
Online
ISSN 1600-5368

Editors: W.T. A. Harrison, J. Simpson and
M. Weil

Diaquabis(5-fluoro-2-hydroxybenzoato-κO 1)zinc(II)
Diana Rishmawi, Jennifer Kelley, Mark D. Smith, LeRoy Peterson and
Hans-Conrad zur Loye

Acta Cryst. (2009). E65, m331

This open-access article is distributed under the terms of the Creative Commons Attribution Licence
http://creativecommons.org/licenses/by/2.0/uk/legalcode, which permits unrestricted use, distribution, and
reproduction in any medium, provided the original authors and source are cited.

ISSN 1600-5368

Volume 61
Part 11
November 2005

Acta Crystallographica Section E

Structure Reports
Online
Editors: W. Clegg and D. G. Watson

Inorganic compounds

Metal-organic compounds

Organic compounds

journals.iucr.org
International Union of Crystallography

*

Acta Crystallographica Section E: Structure Reports Online is the IUCr’s highly popular open-access structural journal. It provides a simple and easily accessible publication
mechanism for the growing number of inorganic, metal-organic and organic crystal structure determinations. The electronic submission, validation, refereeing and publication
facilities of the journal ensure very rapid and high-quality publication, whilst key indicators and validation reports provide measures of structural reliability. In 2007, the journal
published over 5000 structures. The average publication time is less than one month.

Chester

Crystallography Journals Online is available from journals.iucr.org
Acta Cryst. (2009). E65, m331

Rishmawi et al. · [Zn(C7 H4 FO3 )2 (H2 O)2 ]

metal-organic compounds
Acta Crystallographica Section E

Data collection

Structure Reports
Online
ISSN 1600-5368

Diaquabis(5-fluoro-2-hydroxybenzoatojO1)zinc(II)
Diana Rishmawi,a Jennifer Kelley,a Mark D. Smith,b LeRoy
Peterson Jra and Hans-Conrad zur Loyeb*
a

Chemistry Department, Francis Marion University, Florence, South Carolina 29501,
USA, and bDepartment of Chemistry and Biochemistry, University of South Carolina,
Columbia, South Carolina 29208, USA
Correspondence e-mail: lpeterson@fmarion.edu

8435 measured reﬂections
1520 independent reﬂections
1341 reﬂections with I > 2(I)
Rint = 0.053

Bruker SMART APEX CCD
diffractometer
Absorption correction: multi-scan
(SADABS; Bruker, 2001)
Tmin = 0.893, Tmax = 1.000
(expected range = 0.820–0.918)

Reﬁnement
R[F 2 > 2(F 2)] = 0.035
wR(F 2) = 0.081
S = 1.09
1520 reﬂections
126 parameters
3 restraints

H atoms treated by a mixture of
independent and constrained
reﬁnement
max = 0.43 e Å3
min = 0.27 e Å3

Table 1

Selected geometric parameters (Å,  ).

Received 9 February 2009; accepted 17 February 2009

Zn1—O4

1.966 (2)

Zn1—O1

1.9716 (17)

Key indicators: single-crystal X-ray study; T = 150 K; mean (C–C) = 0.004 Å;
R factor = 0.035; wR factor = 0.081; data-to-parameter ratio = 12.1.

O4—Zn1—O4i
O4—Zn1—O1

100.61 (13)
121.01 (8)

O4—Zn1—O1i
O1—Zn1—O1i

94.50 (8)
124.62 (11)

Symmetry code: (i) x þ 1; y; z þ 32.

The title compound, [Zn(C7H4FO3)2(H2O)2], is a monomeric
ZnII complex. The ZnII atom, which lies on a twofold rotation
axis, is situated in a distorted tetrahedral environment
composed of two monodentate carboxlyate O atoms and
two water O atoms. O—H  O hydrogen bonds link these
units, forming sheets that are stacked along the c axis.

Table 2

Hydrogen-bond geometry (Å,  ).
D—H  A

D—H

H  A

D  A

D—H  A

O3—H3  O1
O4—H4A  O2ii
O4—H4B  O3iii

0.803 (18)
0.834 (18)
0.834 (19)

1.84 (2)
1.83 (2)
1.89 (2)

2.564 (3)
2.641 (3)
2.711 (3)

149 (3)
162 (3)
170 (4)

Symmetry codes: (ii) x; y  1; z; (iii) x  12; y  12; z.

Related literature
For general background, see: Ellsworth & zur Loye (2008);
Janiak (2003); Mehrotra & Bohra (1983); Wasuke et al. (2005).
For related structures, see: Brownless et al. (1999); Wang et al.
(2006).

Data collection: SMART (Bruker, 2007); cell reﬁnement: SAINTPlus (Bruker, 2007); data reduction: SAINT-Plus; program(s) used to
solve structure: SHELXS97 (Sheldrick, 2008); program(s) used to
reﬁne structure: SHELXL97 (Sheldrick, 2008); molecular graphics:
DIAMOND (Brandenburg, 1999); software used to prepare material
for publication: SHELXTL (Sheldrick, 2008).

Financial support from the National Science Foundation,
awards CHE-0714555 and CHE-0714439, is gratefully
acknowledged.
Supplementary data and ﬁgures for this paper are available from the
IUCr electronic archives (Reference: HY2183).
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